Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.054; wR factor = 0.171; data-to-parameter ratio = 12.1.
In the crystal structure of the title compound, C 6 H 8 N 2 OÁCH 4 -N 2 OÁH 2 O, molecules are linked via N-HÁ Á ÁO, O-HÁ Á ÁN and O-HÁ Á ÁO hydrogen bonds, forming a three-dimensional framework.
Related literature
For general background, see: Zhao et al., (2004) ; Zheng et al., (2005) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Zhao et al., 2004; Zheng et al., 2005) . In this work, we further report the crystal structure of a pyrimidine-substituted semi-glycoluril. 
In a 3-neck flask fitted with water knockout trap and the thermometer, (36 g, 0.6 mol) of urea dissolved in 100 ml of toluene, stirred vigorously, at room temperature. At the same time, (24 g, 0.24 mol) of acetylacetone was added into flask in one portion. The 1.5 ml of trifluoroacetic acid was added too in order to make the value of pH of the solvent is around 4. The reaction mixture was stired and heated and maintained at reflux for 4 h. After cooling to room temperature, the reaction mixture was filtered. The filtrate was concentrated by rotary evaporation at 318-323 K and then maintained overnight at room temperature and crystals of I appear (yield: 4.5 g, 0.036 mol, 15%)
Refinement
Water H atoms and H atoms of amino group were located in a difference Fourier map and refined freely with U iso (H) = 1.2U eq (O, N). All H atoms based on C were placed in calculated positions and refined as riding, with C-H = 0.930-0.960Å with U iso (H) = 1.2-1.5 U eq (C). Figures   Fig. 1 . The molecular structure of I showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as a small spheres of arbitrary radius. 
Special details
Geometry. All s.u.'s (except the s.u. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell s.u.'s are taken into account individually in the estimation of s.u.'s in distances, angles and torsion angles; correlations between s.u.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell s.u.'s is used for estimating s.u.'s involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted < i>R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ( F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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